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Consider this CIF submission for deposition of the first X-ray structure of a manuscript to be submitted to : Organometallics The hydrogen atoms were generated by geometrical considerations, constrained to idealized geometries, and allowed to ride on the carrier atom with an isotropic displacement parameter related to the equivalent displacement parameter of their carrier atoms, with U~iso~(H) = 1.2U~eq~(C) or 1.5U~eq~(methyl C). The amine-group was refined as rigid groups, which were allowed to rotate freely. loop_ _symmetry_equiv_pos_site_id _symmetry_equiv_pos_as_xyz 1 x,y,z 2 -x,1/2-y,1/2+z 3 x,-y,-z 4 -x,1/2+y,1/2-z 5 -x,-y,-z 6 x,1/2+y,1/2-z 7 -x,y,z 8 x,1/2-y,1/2+z 9 1/2+x,1/2+y,z 10 1/2-x,-y,1/2+z 11 1/2+x,1/2-y,-z 12 1/2-x,y,1/2-z 13 1/2-x,1/2-y,-z 14 1/2+x,y,1/2-z 15 1/2-x,1/2+y,z 16 1/2+x,-y,1/2+z The final unit cell was obtained from the xyz centroids of 2107 reflections after integration using the SAINTPLUS software package (Bruker, 2007) .
Reduced cell calculations did not indicate any higher metric lattice symmetry and examination of the final atomic coordinates of the structure did not yield extra symmetry elements (Spek, 1988; Le Page 1987 , 1988 Crystal into the cold nitrogen stream of the low-temparature unit (KRYOFLEX, (Bruker, 2007) (14) The hydrogen atoms were generated by geometrical considerations, constrained to idealized geometries, and allowed to ride on the carrier atom with an isotropic displacement parameter related to the equivalent displacement parameter of their carrier atoms, with <i>U</i>~iso~(H) = 1.2<i>U</i>~eq~(C) or 1.5<i>U</i>~eq~(methyl C). The methyl-groups were refined as rigid groups, which were allowed to rotate freely. The final unit cell was obtained from the xyz centroids of 8650 reflections after integration using the SAINTPLUS software package (Bruker, 2000) .
Reduced cell calculations did not indicate any higher metric lattice symmetry and examination of the finalatomic coordinates of the structure did not yield extra symmetry elements (Spek, 1988; Le Page 1987 , 1988 Crystal into the cold nitrogen stream of the low-temparature unit (KRYOFLEX, (Bruker, 2006) (4) 
